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Figure S2. >C NMR spectrum of 3.
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Figure $3. HMQC spectrum of 3.
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Figure S4. 'H NMR spectrum of 5.
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Figure S6. HMQC spectrum of 5.
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Figure S8. '"H NMR spectrum of 6.
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Figure S9. °C NMR spectrum of 6.
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Figure S11. HMBC spectrum of 6.
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Figure S12. "H NMR spectrum of 7.
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Figure S13. °C NMR spectrum of 7.
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Figure S16. ' NMR spectrum of 8.
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Figure S17. '*C NMR mvooﬂEB. of 8.
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X-ray data for compound 3

Table 1.

Empirical formula

Formula weight

Temperature

Wavelength

Crystal system, sp;ce group

Unit cell dimensions

Volume

Z, Calculated density
Absorption coefficient
F(000)

Crystal size

0 range for‘data collection
Limiting indices

Reflections collected/unique
Completeness to 8 = 22.45 |
Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F?

Final R indices [I>20(I)]

R indices (all data)

Absolute structure parameter

Extinction coefficient

Largest diff. peak and hole

Crystal data and structure refinement for UIC0204

2 (C36H4q6N407) - CH30H
582.79
150(2) K

0.71073 A

Monoclinic, P2:;2;2;, No. 19

a = 10.2728(1)A
b = 15.6215(2)A
c = 39.9081(6)A
6404.3(1)A3

8, 1.209 Mg/m’

0.076 mm*
2520
0.06 x 0.09 x 0.45 mm

3.00 to 22.45¢

-11<h<11, -16<k<16, -42<1<42
8250

99.4%

1.000 and 1.270

Full-matrix least-squares on F’
8250 / 0 / 782

1.023

R1 = 0.0400, wR2

0.0839
Rl = 0.0577, wR2 = 0.0904
-.5(10)

0.0037(3)

0.131 and -.131 e.A™?
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X-ray data for compound 3

Table 2. Atomic coordinates (xlod) and equivalent isotropic
displacement parameters (Azx103) for UIC0204. U(eq) is defined as one
third of the trace of the orthogonalized Uij tensor.

X Yy z U(eq)
C(1) 11393 (2) 11015(2) 3124 (1) 38(1)
N(2) 10481 (2) 10864 (1) 3369 (1) 43 (1)
C(3) 9844 (3) 11626 (2) 3437(1) 48(1)
C(4) 8820(3) 11772 (2) 3658 (1) 63 (1)
Cc(5) 8370(3) 12612 (3) 3680 (1) 80 (1)
C(6) 8911 (4) 13270(3) 3491 (1) « 82(1)
c(7) 9897 (3) 13112 (2) 3275 (1) 66 (1)
c(8) 10392 (3) 12282 (2) 3243 (1) 51(1)
C(9) 11369(3) 11889 (2) 3036(1) 44 (1)
C(10) 12200 (3) 12175(2) 2788 (1) 55(1) -
C(11) 12967 (3) 11581 (2) 2634 (1) 55(1)
N(12) 13002 (2) 10741 (2) 2711(1) 47(1)
C(13) 12253 (2) 10451 (2) 2963 (1) 37(1)
C(14) 12473 (2) 9547 (2) . 3062(1) 35(1)
C(15) 12730 (2) 9343 (2) 3380(1) 36(1)
Cc(16) 13168 (2) 8475(2) 3500 (1) 35(1)
0(16) 14055 (2) 8608 (1) 3775(1) 41(1)
C(17) 13945 (2) 8001 (2) 3218 (1) 35(1)
c(18) 13581 (2) 8196 (2) 2846 (1) 35(1)
c(19) 12452 (2) 8856 (2) 2798 (1) 38(1)
C(20) 11086 (2) 8457 (2) 2791 (1) 42(1)
Cc(21) 11010(3) 7601 (2) 2611(1) 47(1)
N(22) 11992 (2) 7025(1) 2751 (1) 42(1)
C(23) 13265(2) 7361 (2) 2662 (1) 41 (1)
C(24) 14854 (2) 8564 (2) 2701 (1) 39 (1)
c(25) 15642 (2) 8872 (2) 3000(1) 37(1)
C(26) 17064 (2) 9028(2) 2916 (1) 42 (1)
c(27) 17858(3) 9504 (2) 3177(1) 47(1)
Cc(28) 18045 (3) 9071 (2) 3515(1) 50(1)
1 0(28) 19104 (2) 9541 (2) 3668(1) 70(1)
Cc(29) 18383 (2) 8131 (2) 3503 (1) 52(1)
C(30) 17253 (2) 7504 (2) 3544 (1) 50(1)
C(31) 16217.(2) 7452(2) 3271 (1) 44 (1)
N(32) 15359 (2) 8210(1) 3264(1) 35(1)
C(33) 12059 (2) 7914 (2) 3632 (1) 43 (1)
C(34) 12506 (2) 7137 (2) 3838(1) 48 (1)
C(35) 11387 (3) 6551 (2) 3922(1) 55(1)
C(36) 10904 (3) 5937 (2) 3733 (1) 60 (1)
C(37) 11322 (3) 5703 (2) 3385(1) 58(1)
Cc(38) 10262 (3) 5903 (2) 3130(1) 61(1)
C(39) 10596 (3) 5717(2) 2764 (1) 61 (1)
C(40) 11843 (3) 6141 (2) 2639 (1) 55(1)
Cc{51) 12025 (2) 12233(2) 4078 (1) 38(1)
N(52) 12777 (2) 11596 (1) 3937(1) 42(1)
C(53) 13606 (3) 11959 (2) 3704 (1) 45(1)
Cc(54) 14553 (3) 11561 (2) 3508 (1) 53(1)
C(55) 15244 (3) 12076 (2) 3289 (1) 61(1)
C(56) 15004 (3) 12944 (3) 3266(1) 68 (1)
C(57) 14066 (3) 13342(2) 3458 (1) 59 (1)

C(58) 13354 (3) 12838(2) 3684(1) 48 (1)
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C(59) 12337(3) 13014(2) 3927(1) 42(1)
C(60) 11683 (3) 13748(2) 4031 (1) 50(1)
C(61) 10781 (3) 13653 (2) 4285(1) 49 (1)
N(62) 10506 (2) 12908(2) 4438(1) 45(1)
C(63) 11112(2) 12192(2) 4338(1) 39(1)
C(64) 10756 (2) 11400(2) 4520(1) 38(1)
C(65) 10462 (2) 10663 (2) 4366(1) 38(1)
C(66) 10026 (2) 9863 (2) 4544(1) 37(1)
0(66) 9162 (2) 9392(1) 4328(1) 42(1)
C(67) 9252 (2) 10077(2) 4872 (1) 37(1)
C(68) 9568 (2) 10950(2) 5045(1) 39(1)
C(69) - 10730(2) 11448(2) 4896 (1) 39(1)
c(70) 12064 (3) 11217(2) 5041 (1) 45(1)
Cc(71) 12038 (3) 11086(2) 5418(1) . 50 (1)
N(72) 11045(2) 10441 (1) 5493 (1) 47(1)
C(73) 9771 (3) 10816 (2) 5421 (1) 48 (1)
C(74) 8315(2)  11473(2) 4989 (1) 52(1)
C(75) 7540(2) 11002 (2) 4725 (1) 40(1)
c(76) 6123(2) 11272(2) 4726 (1) 48(1)
c(17) 5295(3) 11027(2) 4430(1) 46(1)
c(78) 5087 (2) 10084 (2) 4374(1) 47(1) "
0(78) 3999 (2) 10042 (1) 4143 (1) 60(1)
c(79) 4778(2) 9574(2) 4689 (1) 56 (1)
c(80) 5905(2) 9119 (2) 4861 (1) 58(1)
C(81) 6985 (2) 9633(2) 5029 (1) 48(1)-
N(82) 7831(2) 10081 (1) 4786 (1) 37(1)
c(83) 11187(2) 9278(2) 4620(1) 41 (1)
C(84) 10848(2) 8363 (2) 4729 (1) 46 (1)
c(85) 12031(3) 7903(2) 4862 (1) S6(1)
c(86) 12455(3) 7916(2) 5176 (1) 63(1)
c(87) 11890 (3) 8393(2) 5466 (1) 66(1)
c(88) 12863 (3) 9058(2) 5604 (1) 72(1)
C(89) 12388(3) 9611(2) 5893 (1) 72(1)
C(90) 11130(3) 10088(2) 5832 (1) 61 (1)
0(91) 14572 (2) 10318(2) 2146 (1) ©83(1)

C(91) 13614 (4) 10148(2) 1901 (1) 90(1)
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X-ray data for compound 3
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X-ray data for compound 3

Table 8. Hydrogen bonding in UIC0204 (A and @)

Donor-H. ..Acceptor [sym] D - H H A D...A D-H A
N(2) -H(2) ...0(28)[2)] 0.88 1.9753 2.774(3) 150.2
0(16)~H(16) ...N(32)[0} 0.84 1.9248 2.517(2) 126.6
O(28)-H(28B)...0(66)[1] 0.84 1.8108 2.647(3) 173.3
N(52)~-H(52) ...0(78)[1] 0.88 2.1311 2.854(3) 138.9
O(66)-H(66) ...N(82)[0) 0.84 1.9319 2.524(3) 126.5
O(78)-H(78B)...0(16)[2] 0.84 1.8419 2.680(3) 175.4
0.84 2.0362 2.850(3) 163.0

O(91)-H(91) ...N(12)[3]

(1] -1+x,y.z
[2] 1l+x,v,z
(3] 1-x,-1/2+y,1/2-z2




